Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.075; wR factor = 0.190; data-to-parameter ratio = 16.9. organic compounds o2190 Adfa et al.
In the title compound, 6-benzyloxy-2H-1-benzopyran-2-one, C 16 H 12 O 3 , the coumarin unit and benzyl plane in the molecule are perpendicular to each other [86.92 (7) ]. The crystal packing is stabilized bystacking interactions, with an interplanar separation between inversion-related coumarin units of 3.618 (3) Å . The crystal structure shows intermolecular C-HÁ Á ÁO hydrogen bonding between neighboring molecules.
Related literature
For general background to coumarin, see: Adfa et al. (2010) ; Gunnewegh et al. (1995) ; Li et al. (1998) ; Murray et al. (1982) ; Schö nberg & Latif (1954) . For related compounds, see: Chinnakali et al. (1998) ; Jasinski et al. (2003) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.075 wR(F 2 ) = 0.190 S = 1.20 2912 reflections 172 parameters H-atom parameters constrained Á max = 0.16 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1 2 ; Ày À 1 2 ; Àz; (ii) x; y þ 1; z; (iii) x; y À 1; z; (iv) Àx; Ày; Àz.
Data collection: CrystalClear (Rigaku/MSC, 2001) ; cell refinement: CrystalClear; data reduction: Yadokari-XG 2009 (Wakita, 2001; Kabuto et al., 2009 ); program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: Yadokari-XG 2009 and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: ZL2289).
Comment
Coumarin and its derivatives have been found to exhibit various biological and pharmacological activities, such as molluscicidal (Schönberg and Latif, 1954) , termiticidal (Adfa et al., 2010) , rodenticidal, anthelmintic, antibacterial, antioxidant, anti-inflammatory, and anti-cancer, and they have been used as anticoagulant agents and fluorescent brighteners (Murray et al., 1982; Gunnewegh et al., 1995; Li et al., 1998) . The title compound is one of the derivatives of coumarin. In order to investigate the structure activity relationship (SAR) of the compound for biological activities, it is essential to determine the configuration of 6-benzyloxycoumarin.
The molecular structure of the title compound is illustrated in Fig. 1 . The coumarin moiety and benzyl planes (r.m.s deviations 0.039 and 0.017 Å) in the molecule are perpendicular to each other with a dihedral angle between the plane of the atoms O1-O3, C1-C9 and that of C10-C15 of 86.92 (7)°. The structure shows intermolecular C-H···O hydrogen bonding between four neighboring molecules (Table 1 and Fig. 2 
There also exist π-π stacking interactions between the coumarin moieties with an interplanar separation of 3.618 (3) Å (based on all atoms but the phenyl ring C atoms, symmetry operator for the second molecule iv). Similar structural features are also observed in other coumarin derivatives (Chinnakali et al., 1998; Jasinski et al., 2003) .
Experimental
A mixture of 6-hydroxycoumarin (30 mg, 0.19 mmol), benzyl bromide (43.8 cm 3 , 0.37 mmol), and potassium carbonate (51 mg, 0.37 mmol) in DMF (5.0 cm 3 ) was stirred at 353 K for 1.5 h. The reaction mixture was extracted with ethyl acetate and washed with water. The organic layer was dried over sodium sulfate and evaporated to dryness. The residue was purified by column chromatography on silica gel with n-hexane/ethyl acetate (7:3) to give the title compound (40.3 mg, 86.4%) as colourless crystals, m.p. 385 K. 1 H-NMR (600 MHz, CDCl 3 ): δ 5.10 (2H, s, CH 2 ), 6.42 (1H, d, J = 9.6 Hz), 6.99 (1H, d, J = 2.8 Hz), 7.18 (1H, dd, J = 8.9 and 2.8 Hz), 7.26 (1H, d, J = 8.9 Hz), 7.34-7.44 (5H, m, Ar), 7.63 (1H, d, J = 9.6 Hz); 13 C-NMR (150 MHz, CDCl 3 ): δ 70. 8, 111.5, 117.2, 118.1, 119.3, 120.3, 127.6, 128.4, 128.8, 136.4, 143.3, 148.7, 155.3, 161 .1. Single crystals of 6-benzyloxycoumarin were grown by recrystallization from a solution in chloroform-hexane (10:3).
Refinement
C-bound H atoms were placed in idealized positions and treated as riding atoms with C-H distances in the range 0.93-0.97 Å and with U iso (H) = 1.2U eq (C) for the H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.08714 (7 
0.0507 (9) 0.0364 (7) 0.0700 (10) 0.0055 (6) 0.0165 (7) 0.0010 (6) 
